In the title compound, C 16 H 12 BrN 3 O 4 , the furan-2(5H)-one ring forms a dihedral angle of 33.19 (9) with the 4-bromobenzene unit and is nearly perpendicular to the 4-nitrobenzene segment, making a dihedral angle of 89.93 (10) . In the crystal, N-HÁ Á ÁO hydrogen bonds link the molecules, generating an infinite chain along [010] . The chains are linked into a three-dimensional network by C-HÁ Á ÁO, C-HÁ Á Á andcontacts [centroid-centroid separation = 3.805 (2) Å ].
Related literature
For background to 3-arylfuran-2(5H)-ones as antibacterial agents, see: Xiao et al. (2011a,b,c) . For further details of C-HÁ Á Á interactions, see: Castillo et al. 
Data collection
Bruker SMART APEX CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.498, T max = 0.614 16108 measured reflections 3022 independent reflections 2039 reflections with I > 2(I) R int = 0.046 Refinement R[F 2 > 2(F 2 )] = 0.036 wR(F 2 ) = 0.096 S = 1.02 3022 reflections 224 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.58 e Å À3 Á min = À0.63 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg3 is the centroid of the C1-C6 ring. Furan-2(5H)-one framework is a part of many natural and synthetic compounds, which possess useful biological activities including anti-inflammatory and antitumor activity. Recently, we demostrated that 3-arylfuran-2(5H)-ones as antibacterial agent, some of which are potent tyrosyl t-RNA synthase inhibitors (Xiao et al., 2011a (Xiao et al., , 2011b (Xiao et al., and 2011c . Herein, we reported the crystal structure of the title compound (I) (Fig. 1) .
The bond length of C7-C10 is 1.350 (4) Å and was assigned as a double bond, and the title compound was therefore identified as a furan-2(5H)-one (scheme 1). The torsion angle of N2-N1-C10-C7 is 174.8 (3) °, indicating that N1 may adopt sp 2 hybridization. Therefore the p orbital of N1 is conjugated with the π molecular orbital of C7-C10 double bond, which shortens the N1-C10 bond from 1.48 Å to 1.341 (4) Å. However, the torsion angle of N1-N2-C11-C16 is 21.9 (4), indicating that N2 is unlikely to have sp 2 hybridization. In fact, the angle of C11-N2-H2A, C11-N2-N1 and N1-N2-H2A are 114.83 (184), 110.30 (216) and 118.11 (24), respectively. These angles are in the range of 108 to 120 °, indicating that N2 may show a type of hybridization between sp 2 and sp 3 . This resulted in a decrease of the overlap between the nitrogen (N2) and the benzene π-orbital and elongates the N2-C11 bond (1.393 (4) Å) in comparsion with N1-C10.
In the extended structure of I, a line of molecules is generated along the b axis through N1-H1A···O1 and N2-H2A···O2 hydrogen bonds characterized by a graph-set motif of R 2 2 (7) (Fig. 2 ). Utilizing the oxygen in the nitro group as acceptor, C-H···O hydrogen bonds link pairs of the resulted lines into centrosymmetric dimers, which are generated by edge fused graph-set motifs of R 3 3 (23) (Fig.2 ).
Adjacent dimeric lines are linked together via C2-H2···π contacts, forming an infinite two-dimensional layer parallel to the plane (001). The H···π length of the typical C-H···π hydrogen bond is in the range of 2.70 to 3.10 Å (Trilleras et al., 2009; Castillo, et al., 2009; Li, et al., 2007) . C2-H2···π in compound I is thus considerated as a moderate contact with H···Cg length of 2.86 Å, where Cg is the centroid of C1 to C6 (Fig. 3 ). The resulted layers lie parallel to the plane (001), which are further linked to form its final three-dimensional network through π-π interactions with center-center length of 3.805 (2) Å ( Fig. 4) .
Experimental 3-(4-Bromophenyl)-4-hydroxyfuran-2(5H)-one (0.51 g, 2 mmol) was added to a mixture of 4-nitrophenylhydrazine (0.37 g, 2.4 mmol) and p-toluene sulphonic acid (13.6 mg, 0.08 mmol). The resulted mixture was heated to 375 K for 30 min.
Fifteen ml of toluene was then added and refluxed for 7 h. After toluene was removed under reduced pressure, the residue was purified by column chromatography on silica gel, eluting with EtOAc/petroleum ether (v/v = 2/1), which was partially evaporated to give colorless blocks of (I).
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Refinement
The H atoms bonded to N1 and N2 were located in difference Fourier maps, and all other H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms with C-H = 0.93 Å for aromatic H atoms and 0.97 Å for CH 2 type H atoms, respectively. U iso (H) values were set at 1.2 times U eq (C) for both aromatic C and the CH 2 group. For the sake of clarity, the H atoms have been omitted except that involving in hydrogen bonds. Fig. 3 . A two-dimensional layer is generated through intermolecular C-H···π contacts. For the sake of clarity, the H atoms have been omitted except that involving in hydrogen bonds. Fig. 4 . A three-dimensional network is finally formed through π-π interactions. For the sake of clarity, the H atoms have been omitted except that involving in hydrogen bonds. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Hydrogen-bond geometry (Å, °)
Cg3 is the centroid of the C1-C6 ring. 
